Experimental
Crystal data Monoclinic, P2 1 =c a = 7.4510 (15) Å b = 8.9150 (18) Å c = 11.249 (2) Å = 93.45 (3) V = 745.9 (3) Å 3 Z = 4 Mo K radiation = 0.13 mm À1 T = 293 K 0.30 Â 0.20 Â 0.10 mm
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.962, T max = 0.987 2234 measured reflections 1362 independent reflections 1063 reflections with I > 2(I) R int = 0.039 3 standard reflections every 200 reflections intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.146 S = 1.00 1362 reflections 119 parameters H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày; Àz þ 2.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1993); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1996) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: PLATON (Spek, 2009) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: YK2051).
Figure 1
The molecular structure of the title compound, with the atom-numbering scheme and displacement ellipsoids drawn at the 50% probability level. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.22 e Å −3 Δρ min = −0.20 e Å −3 Extinction correction: SHELXL, Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.032 (7) Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N 0.8821 (2) 0.70812 ( 0.0394 (9) 0.0399 (10) 0.0483 (10) 0.0002 (7) −0.0004 (7) −0.0032 (8) C4 0.0419 (9) 0.0421 (10) 0.0402 (9) −0.0017 (7) −0.0060 (7) 0.0005 (7) Geometric parameters (Å, º) N-O4 1.210 (2) C9-C3 1.485 (2) 
